LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN020420\
Data File : VN059990.D

Aca On : 4 Feb 2020 13:27

Operator : JC/MD

Sample : L1346-05

Misc : 6.46a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N011320W.M
Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

2.471 187 217 220 rBV1O0 20278 81259 2.14% 0.089%
4.545 819 862 889 rBv2 278735 1121608 29.58% 1.235%
rBv3 245114 881325 23.24% 0.971%
5.529 1144 1168 1198 rBV 212496 670464 17.68% 0.738%
5.889 1261 1280 1300 rVvB2 15257 46591 1.23% 0.051%
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6.323 1393 1415 1432 rBV6 36163 133044 3.51% 0.147%
6.484 1446 1465 1482 rBV2 148516 463702 12.23% 0.511%
rvB2 137229 422233 11.14% 0.465%
6.786 1543 1559 1588 rVB6 9229 38099 1.00% 0.042%
7.178 1658 1681 1699 rBv4 22720 69237 1.83% 0.076%
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11 7.294 1699 1717 1728 rVV 63206 177669 4.69% 0.196%
12 7.362 1730 1738 1756 rvv2 49432 135305 3.57% 0.149%
13 7.461 1756 1769 1778 rVvVv4 16268 40384 1.07% 0.044%
14 7.609 1779 1815 1835 rVvV5 910412 3294262 86.88% 3.628%
15 7.719 1836 1849 1871 rVvV2 538684 1452572 38.31% 1.600%

16 7.850 1871 1890 1923 rVV 1106680 2798026 73.79% 3.081%
17 8.002 1923 1937 1962 rVV 135170 380499 10.04% 0.419%
18 8.133 1962 1978 1988 rVvV4 424666 1110465 29.29% 1.223%
19 8.207 1990 2001 2014 rVvV5 415906 1283094 33.84% 1.413%
20 8.278 2015 2023 2045 rVvV2 272442 699432 18.45% 0.770%

21 8.413 2045 2065 2086 rVB 772291 1697764 44.78% 1.870%
22 8.561 2092 2111 2134 rBV4 666768 1757882 46.36% 1.936%
23 8.657 2135 2141 2152 rVB3 47129 86906 2.29% 0.096%
24 8.725 2152 2162 2174 rVB 101056 193073 5.09% 0.213%
25 8.802 2174 2186 2194 rBV 163699 346483 9.14% 0.382%

26 9.063 2239 2267 2279 rBV2 1371019 3652728 96.34% 4.023%
27 9.124 2279 2286 2301 rVB 414207 814103 21.47% 0.897%
28 9.210 2301 2313 2314 rBV3 33352 48739 1.29% 0.054%
29 9.252 2316 2326 2338 rVB 261639 502328 13.25% 0.553%
30 9.349 2338 2356 2371 rBv4 302677 804122 21.21% 0.886%

31 9.500 2391 2403 2413 rBV3 414270 854592 22 .54% 0.941%
32 9.603 2426 2435 2439 rBV3 203919 343225 9.05% 0.378%
33 9.648 2441 2449 2458 rVB5 406066 742568 19.58% 0.818%
34 9.715 2459 2470 2477 rBV 1197089 2303971 60.76% 2.537%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN020420\
Data File : VN059990.D

Aca On : 4 Feb 2020 13:27

Operator : JC/MD

Sample : L1346-05

Misc : 6.46a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W.M
SW846 8260

35 9.854 2494 2513 2535 rBV 1362570 3391060 89.43% 3.735%

36 9.953 2535 2544 2549 rBV3 77974 135725 3.58% 0.149%
37 10.005 2550 2560 2570 rvv4 257639 542250 14.30% 0.597%
38 10.075 2570 2582 2605 rVB2 1296272 3174417 83.72% 3.496%
39 10.201 2605 2621 2627 rBvV4 309724 682374 18.00% 0.751%
40 10.272 2628 2643 2655 rVB4 1242515 2759493 72.78% 3.039%

41 10.336 2655 2663 2669 rBV2 119989 190988 5.04% 0.210%
42 10.374 2670 2675 2681 rVvVv3 115806 155833 4_.11% 0.172%
43 10.423 2682 2690 2698 rVVv2 294424 457749 12.07% 0.504%
44 10.513 2707 2718 2740 rBV6 721284 1661243 43.81% 1.830%
45 10.616 2741 2750 2760 rVBS5 318584 587959 15.51% 0.648%

46 10.709 2760 2779 2788 rBV2 591726 1123515 29.63% 1.237%
47 10.812 2789 2811 2823 rBV 589019 1506658 39.74% 1.659%
48 10.873 2824 2830 2834 rVV6 176639 262329 6.92% 0.289%
49 10.908 2836 2841 2846 rVvV3 300126 476561 12.57% 0.525%
50 10.944 2847 2852 2859 rVvVv 434917 693606 18.29% 0.764%

51 10.995 2861 2868 2878 rVV3 495093 933524 24.62% 1.028%
52 11.053 2879 2886 2896 rVV6 242061 472925 12.47% 0.521%
53 11.114 2897 2905 2913 rVV3 368735 643762 16.98% 0.709%
54 11.191 2913 2929 2950 rVB5 1514030 3791657 100.00% 4.176%
55 11.294 2950 2961 2984 rBV 1264383 2476633 65.32% 2.728%

56 11.403 2985 2995 3009 rBV2 675227 1263667 33.33% 1.392%
57 11.587 3044 3052 3060 rBV7 198619 366564 9.67% 0.404%
58 11.648 3061 3071 3080 rBV5 376795 747366 19.71% 0.823%
59 11.744 3094 3101 3110 rBVS 97842 166906 4._.40% 0.184%
60 11.805 3113 3120 3126 rBV6 89659 151093 3.98% 0.166%

61 11.853 3127 3135 3143 rVV5 198465 332761 8.78% 0.366%
62 11.921 3145 3156 3167 rVV5 360536 788108 20.79% 0.868%
63 12.040 3187 3193 3201 rVB 363538 492026 12.98% 0.542%
64 12.114 3209 3216 3222 rBV4 224438 342916 9.04% 0.378%
65 12.156 3224 3229 3238 rVB4 284813 436841 11.52% 0.481%

66 12.442 3312 3318 3326 rVB 465066 618613 16.32% 0.681%
67 12.587 3355 3363 3373 rVB 968509 1516641 40.00% 1.670%
68 12.960 3473 3479 3492 rVB3 305150 495104 13.06% 0.545%
69 13.088 3513 3519 3528 rVB2 228842 334372 8.82% 0.368%
70 13.149 3530 3538 3549 rBV5 236128 604643 15.95% 0.666%

71 13.281 3573 3579 3585 rBV2 259734 350950 9.26% 0.387%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN020420\
Data File : VN059990.D

Aca On : 4 Feb 2020 13:27

Operator : JC/MD

Sample : L1346-05

Misc : 6.46a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W.M

: SW846 8260

72 13.345 3586 3599 3604 rBV3 658475 1308892 34.52% 1.441%
73 13.509 3642 3650 3657 rBV 694373 1081664 28.53% 1.191%
74 13.590 3668 3675 3679 rBV2 448587 663883 17.51% 0.731%
75 13.667 3691 3699 3707 rBV6 267130 434672 11.46% 0.479%

76 13.738 3714 3721 3732 rVB 492778 748089 19.73% 0.824%
77 13.886 3757 3767 3777 rBV 2222086 3395919 89.56% 3.740%
78 13.940 3777 3784 3791 rVVv2 325407 519981 13.71% 0.573%
79 13.992 3791 3800 3810 rVB 1132704 1790236 47.22% 1.972%
80 14.127 3834 3842 3848 rBV2 314750 557945 14.72% 0.614%

81 14.207 3860 3867 3876 rVB 1018498 1476681 38.95% 1.626%
82 14.291 3886 3893 3901 rBV2 576810 859656 22.67% 0.947%
83 14.474 3942 3950 3960 rBV2 899849 1568882 41.38% 1.728%
84 14.590 3974 3986 3996 rBV5 1582684 3306606 87.21% 3.642%
85 14.648 3997 4004 4015 rVB2 627305 1063120 28.04% 1.171%

86 14.847 4048 4066 4073 rBV4 1142208 2593355 68.40% 2.856%
87 14.956 4090 4100 4112 rVB2 967788 2070038 54.59% 2.280%
88 15.236 4179 4187 4196 rBV3 366721 629147 16.59% 0.693%
89 15.413 4232 4242 4256 rBV 488693 952044 25.11% 1.048%
90 15.763 4343 4351 4362 rVB5 189698 381903 10.07% 0.421%

91 16.156 4465 4473 4485 rVB 227556 422914 11.15% 0.466%
92 16.345 4523 4532 4548 rVB 177561 399557 10.54% 0.440%

Sum of corrected areas: 90801770
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN020420\
Data File : VN059990.D

Aca On : 4 Feb 2020 13:27

Operator : JC/MD

Sample : L1346-05

Misc : 6.46a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .M

Quant Title SW846 8260
TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VN059990.D
2000000
1500000
1000000
500000
4.55 5.01
5.53 6.48.59
0 2.47 5.89 6.32 6.
Time--> 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VN059990.D
2000000
11.19
1500000
9.06 9.729.85 10.0810.27 11.29
7.85
1000000
500000
828
o 71§2$¢4
— —h .,. T —— —
Time--> 7.00 7. 50 9 oo 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN059990.D
1389
2000000
14.59
14.21
1500000 13.99 14.85
1250 14.47 14.96
13.3
1000000 Y351 N 1429 165
74
13.59 5.41
11. é‘f % 16 12.96 ) 3 13.9414. 15. 241
500000, 13@9[ ay
g5 15.76
i “‘ ‘ ‘ ‘ ‘ 11616 35
0 ——r 77— , ———
Time--> 12 oo 12 50 13 oo 13.50 14.00 14.50 15.00 15 50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN020420\
Data File : VN059990.D

Aca On : 4 Feb 2020 13:27

Operator : JC/MD

Sample : L1346-05

Misc : 6.46a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Heptane, 3-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

9.85 96.45 ug/1 3391060 1,4-Difluorobenzene 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvl- 114 C8H18 000589-81-1 91
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 59
3 Hexane. 1.1"-oxvbis- 186 C12H260 000112-58-3 59
4 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 59
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 53

Abundance Scan 2512 (9.850 min): VN059990.D (-2494) (-) m/z 43.05 100.00%
43 57 85
5000
69 114 9.60 9.80 10.00 10.20
0 .“..w..”L|.Aq.h.,m.?%.n.“..w..” 2o m/z  57.05  92.34%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7624: Heptane, 3-methyl-
43
57
85
5000
29 9.60 9.80 10.00 10.20
m/z 85.05 83.33%
‘ 60 114
0 15 “ ‘ I 1 98
m/z--> 0 20 40 éo 80 100 120 140 160 180 200
Abundance
43
57
9.60 9.80 10.00 10.20
5000 85 m/z 41.00 65.54%
29
71
2 15 99 114
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #50327: Hexane, 1,1'-oxybis- L B L B
43 8 9.60 9.80 10.00 10.20
° m/z 56.05 56.72%
5000
56
29
0 5 7 L % | 108115 120 143 157
m/z--> 0 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN020420\
Data File : VN059990.D

Aca On : 4 Feb 2020 13:27

Operator : JC/MD

Sample : L1346-05

Misc : 6.46a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Octane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.27 109.19 ug/Il 2759490 Chlorobenzene-d5 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 81
2 Hexane. 3-ethvl- 114 C8H18 000619-99-8 58
3 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 53
4 Oxalic acid. diisohexyl ester 258 C14H2604 1000309-32-9 38
5 Hexane, 1,1"-oxybis- 186 C12H260 000112-58-3 38
Abundance Scan 2643 (10.272 min): VN059990.D (-2628) (-) m/z 43.05 100.00%
43
85
5000 57
71
e 114 207 10.00 10.20 10.40 10.60
0! m/z 41.00 60.56%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #7618: Octane
43
5000 LI UL B B UL
29 57 g5 10.00 10.20 10.40 10.60
71 m/z 85.05 55.17%
0 '}?I""I""I"' '|""|"{1ﬁ|""|' UL S BRI S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
43
10.00 10.20 10.40 10.60
5000 84 m/z 57.05 44 .12%
27 57 70
15 114
L U S L L W L L B WL B
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #12697: Heptane, 2,4-dimethyl-
43 10.00 10.20 10.40 10.60
m/z 71.10 34.37%
5000 a5
57 711
i
Y S| Y S G M —
m/z--> 200 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN020420\
Data File : VN059990.D

Aca On : 4 Feb 2020 13:27

Operator : JC/MD

Sample : L1346-05

Misc : 6.46a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Cyclohexane, 1,3-dimethyl-,.._. Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.51 65.73 ug/1 1661240 Chlorobenzene-d5 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 90
2 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 55
3 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 55
4 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 55
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 55
Abundance Scan 2717 (10.509 min): VN059990.D (-2707) (-) m/z 95.05 100.00%
9
55
5000
al | 67 gy 110
10.20 10.40 10.60 10.80
o ,..|'I.,1.2.6..,....,....,....,230.7.. m/z 55.00 58.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55 97
5000 41 UV IR
112 10.20 10.40 10.60 10.80
27 69 m/z 97.05 53.46%
83
0..}.5|.‘l‘..‘ﬁh..‘."l.‘k“..|“l..l‘l...‘.l....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 97
10.20 10.40 10.60 10.80
5000 41 m/z 41.00 30.06%
- 112
69
. 83
L L L L S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6807: Cyclohexane, 1,3-dimethyl-, cis- B R
5 o7 10.20 10.40 10.60 10.80
m/z 67.00 28.73%
5000 a1
112
27 69
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN020420\
Data File : VN059990.D

Aca On : 4 Feb 2020 13:27

Operator : JC/MD

Sample : L1346-05

Misc : 6.46a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Octane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.19 150.03 ug/Il 3791660 Chlorobenzene-d5 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-methvl- 128 C9H20 003221-61-2 68
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 64
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 58
4 Ether. hexvl pentvl 172 C11H240 032357-83-8 53
5 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 50
Abundance Scan 2929 (11.191 min): VN059990.D (-2913) (-) m/z 43.05 100.00%
43
57 71
5000 a5
111 10.80 11.00 11.20 11.40 11.60
128
0 ...,....|, ..“,..'..,l... B e e 2 232 280 L Tn/z 57.10 0 46.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12671: Octane, 2-methyl-
43
5000 o7
- 10.80 11.00 11.20 11.40 11.60
29 5 m/z 71.10 46.26%
A
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
10.80 11.00 11.20 11.40 11.60
5000 85 m/z 41.00 46.11%
57 71
29
oL 15 99 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12714: Hexane, 2,3,4- trlmethyl LSS NN L BN N
43 10.80 11.00 11.20 11.40 11.60
m/z 85.10 35.83%
5000 57 71 85
2
N | 99 128
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 240 260 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN020420\
Data File : VN059990.D

Aca On : 4 Feb 2020 13:27

Operator : JC/MD

Sample : L1346-05

Misc : 6.46a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Octane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.29 97.99 ug/1 2476630 Chlorobenzene-d5 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 91
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 83
3 Heptane. 4-(1-methvlethvl)- 142 C10H22 052896-87-4 64
4 Undecane. 6-methvl- 170 C12H26 017302-33-9 59
5 Heptane, 4-propyl- 142 C10H22 003178-29-8 53
Abundance Scan 2960 (11.291 min): VN059990.D (-2950) (-) m/z 57.05 100.00%
57
5000
41
71 %8 11.00 11.20 11.40 11.60
o 113128 207 281 | "m/z 41.00 31.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12669: Octane, 3-methyl-
57
5000 L B BN B B
43 11.00 11.20 11.40 11.60
m/z 43.05 26.11%
29 71 98
ol 15 | ‘ | | 113128
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
11.00 11.20 11.40 11.60
5000 43 m/z 56.10 22.14%
29
71

99
85 113128

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19222: Heptane, 4-(1-methylethyl)- A R e AR
57 11.00 11.20 11.40 11.60
m/z 98.05 18.43%
5000 43
27 98
0l.13 | J [ 7 L 113127142
A R L LA L e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN020420\
Data File : VN059990.D

Aca On : 4 Feb 2020 13:27

Operator : JC/MD

Sample : L1346-05

Misc : 6.46a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.89 129.73 ug/Il 3395920 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

Abundance Scan 3768 (13.889 min): VN059990.D (-3757) (-) m/z 119.00 100.00%
119
5000
134
77 % 13.60 13.80 14.00 14.20
39 - - - -

O rrrrrrerr e b e 153168 101209 267 a6 30, 6%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-

5000
13.60 13.80 14.00 14.20

m/z 91.00 16.36%

04
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 120.05 9.81%
134
91
. 15 39 58 77
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14812: o-Cymene
13.60 13.80 14.00 14.20
m/z 105.00 9.37%
5000

27 41 g7 77

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN020420\
Data File : VN059990.D

Aca On : 4 Feb 2020 13:27

Operator : JC/MD

Sample : L1346-05

Misc : 6.46a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Benzene, (2-methylcycloprop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.99 68.39 ug/1 1790240 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 89
2 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 81
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 81
4 Indan. 1l-methvl- 132 C10H12 000767-58-8 81
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 81

Abundance Scan 3799 (13.988 min): VN059990.D (-3791) (-) m/z 117.00 100.00%

1

5000

13.60 13.80 14.00 14.20 14.40

192 208

0 m/z 115.00 34 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117
5000 132
o1 13.60 13.80 14.00 14.20 14.40
m/z 132.00 26.00%
39 51 65 7H7 ‘ 103
T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117 132
R REE RS Ra e
13.60 13.80 14.00 14.20 14.40
5000 m/z 119.00 25.75%
91
15 27 39 51 6577 105
T o e o o L B NN Lo e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117 13.60 13.80 14.00 14.20 14.40
m/z 91.00 20.20%
5000 132
91
27 3 % & 7 ‘ 105 ‘H |
0...,m..h.MH,W.”H.Jaqu..“PJ.,”..,”..,.”.,..”
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN020420\
Data File : VN059990.D

Aca On : 4 Feb 2020 13:27

Operator : JC/MD

Sample : L1346-05

Misc : 6.46a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.59 126.31 ug/Il 3306610 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 92
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 91
3 Benzene. 1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 87
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 76
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 70

Abundance Scan 3986 (14.590 min): VN059990.D (-3974) (-) m/z 117.00 100.00%

5000
148 14.20 14.40 14.60 14.80 15.00
ol 168 192207 233 260 281 m/z 132.10 35_67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132
14.20 14.40 14.60 14.80 15.00
m/z 119.00 35.04%
39 65 91 0
01 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
132 14.20 14.40 14.60 14.80 15.00
5000 m/z 115.00 30.06%
91
51

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
7

14.20 14.40 14.60 14.80 15.00
m/z 91.00 19.52%

5000

T T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN020420\
Data File : VN059990.D

Aca On : 4 Feb 2020 13:27

Operator : JC/MD

Sample : L1346-05

Misc : 6.46a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.85 99.07 ug/1 2593360 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 93
2 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 92
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 86
4 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 83
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 64

Abundance Scan 4067 (14.850 min): VN059990.D (-4048) (-) m/z 131.00 100.00%

5000

14.60 14.80 15.00 15.20
m/z 133.10 89.74%

ol 164 182 207221 247260 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-

5000
14.60 14.80 15.00 15.20

m/z 148_.10 29.19%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
146 14.60 14.80 15.00 15.20
5000 91 m/z 115.00 24.78%
115
39 53 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 14.60 14.80 15.00 15.20
m/z 91.00 24 .19%
146
5000
% 15
51 77
) | — ) SEERAYA St
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN020420\
Data File : VN059990.D

Aca On : 4 Feb 2020 13:27

Operator : JC/MD

Sample : L1346-05

Misc : 6.46a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.96 79.08 ug/1 2070040 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvl-2-... 146 Cl1H14 097664-18-1 70
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 70
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 70
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 70
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 70
Abundance Scan 4101 (14.959 min): VN059990.D (-4090) (-) m/z 131.00 100.00%
131
5000
o 115 146
51 77 14.60 14.80 15.00 15.20
AP0 T T .,.|!..1‘3.2]1.?6.1.91. 207 232 260 281 | n/7 133.05  35.27%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131
5000
o1 146 14.60 14.80 15.00 15.20
116 m/z 146.10 23.36%
39
53 77 ‘
N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
14.60 14.80 15.00 15.20
5000 146 m/z 91.00 16.05%
39 65 91 115
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21647: 1H-Indene, 2,3—dihydro—l,3—dimethy|— L LI L L L DL B
131 14.60 14.80 15.00 15.20
m/z 115.00 14 .00%
5000
146
91
39 g3 77 ‘ 115
o T M PV | —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN020420\
Data File : VN059990.D

Acq On : 4 Feb 2020 13:27

Operator : JC/MD

Sample - L1346-05

Misc : 6.469/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Heptane, 3-methyl- 9.85 96.5 ug/1 3391060 2 8.56 1757880 50.0
Octane 10.27 109.2 ug/l 2759490 3 11.40 1263670 50.0
Cyclohexane, 1,3-... 10.51 65.7 ug/l1 1661240 3 11.40 1263670 50.0
Octane, 2-methyl- 11.19 150.0 ug/l 3791660 3 11.40 1263670 50.0
Octane, 3-methyl- 11.29 98.0 ug/1 2476630 3 11.40 1263670 50.0
Benzene, 2-ethyl-_.. 13.89 129.7 ug/l 3395920 4 13.34 1308890 50.0
Benzene, (2-methy... 13.99 68.4 ug/1 1790240 4 13.34 1308890 50.0
1H-Indene, 2,3-di... 14.59 126.3 ug/l 3306610 4 13.34 1308890 50.0
1H-Indene, 2,3-di... 14.85 99.1 ug/1 2593360 4 13.34 1308890 50.0
Benzene, l-methyl... 14.96 79.1 ug/1 2070040 4 13.34 1308890 50.0
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